. Top views of vacancy patterns in VG ab (on the left) and VG bc (on the right) due to the repetition of the supercell. The red triangles indicate the vacancy defect. The solid red lines represent elongated C-C bonds and the dotted lines indicate no C-C bond. The three C atoms at the vacancy are marked with a, b and c. The C atoms at the vacancy are highlighted in black and the other C atoms are shown in light gray. In the upper part, the four highest occupied molecular orbital and the two lowest unoccupied molecular orbitals of isolated water molecule. Above the structures the labels of the molecular orbitals according to their symmetry. In the middle and in the bottom, charge density of four highest occupied bands and two lowest unoccupied bands marked in Figure S4 
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